[Prediction of the acute toxicity of benzimidazole compounds by the electron structure of their molecules].
The relationship between acute toxicity of benzimidazole series compounds and electron structure of molecules was followed by using the method of potential functions, the method of basic components and the CHARM programme. The principal possibility of predicting toxicity of various derivatives of this class by electron structure of their molecules was shown. The fragment method of the assessment of characteristics in the range of CNDO/2 approximation permitting the quality of prognosis of 86-93% is proposed.